.Experimental IDIRS for propofol 1 (H 2 O) 7 (upper trace) together with the predicted frequencies for each calculated structure. A correction factor of 0.938 was employed. 
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This journal is © The Owner Societies 2012 Figure S4 . Comparison between the structures of W7S1 (left) and W7S4 (right) calculated at M06-2X/G-311++G(d,p) and at M06-2X/AUG-cc-pVTZ (in white). Small differences between the two structures are found.
This journal is © The Owner Societies 2012 Figure S5 . Comparison between the experimental IDIRS of the two propofol 1 (H 2 O) 7 isomers and the spectra predicted for W7S1 and W7S4 using two basis sets: 6-311++G(d,p) and AUG-cc-pVTZ. A correction factor of 0.950 was used for the second basis set. 
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